Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.029; wR factor = 0.066; data-to-parameter ratio = 17.4.
In the title compound, C 21 H 20 BrNO 5 S, the thiophene group is located above the mean plane of the indole ring and displays rotational disorder (i.e. rotation through 180
). The site occupancy of the major component is 0.902 (2), while that of the minor component is 0.098 (2). In the crystal, pairs of weak C-HÁ Á ÁO interactions link the molecules into centrosymmetric dimers.
Related literature
For background to the use of indoles as scaffolds in the synthesis of HIV-agents, see: and for a recent review on stages of non-nucleoside reverse transcriptase inhibitors, see: Reynolds et al. (2012) . For the crystal structures of closely related compounds, see: Beddoes et al. (1986) , Hassam & Smith (2012) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001; Atwood & Barbour, 2003) ; software used to prepare material for publication: X-SEED.
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The title compound, C 21 H 20 BrNO 5 S, crystallizes with one molecule in the asymmetric unit (Fig. 1) . The thiophene moiety is disordered over two positions with major (A) and minor (B) components in a 0.9021 (19):0.0979 (19)(2) ratio.
The dihedral angles between the mean planes of the 5-bromo indole ring (Br1/N1/C1-C8) and the disordered thiophene rings (S1A/C10/C11A/C13A and S1B/C10/C11B/C13B) are 59.67 (9)° and 60.20 (76)°, respectively. The angles between the mean planes of the indole ring and the N-tert-butyloxy, ethyl ester and the ketone groups are 31.72 (7)°, 45.08 (6)° and 47.88 (7)°, respectively. The torsion angles of O5/C9/C10/S1A and O5/C9/C10/S1B are -20.67 (24)° and 159.92 (34)°, respectively, thereby describing the major component in a cis conformation and the minor component in a trans conformation. Molecular packing shows the molecules forming centrosymmetric dimers linked via weak C12A-H12A···O3 intermolecular interactions (Fig. 2, Table 1 ).
4-dimethylaminopyridine (0.0100 g, 0.0818 mmol) was added to a solution of ethyl 5-bromo-3-(2-thiophenoyl)-1H-indole-2-carboxylate (1.10 g, 2.91 mmol) in THF (20 ml), followed by the addition of di-tert-butyl dicarbonate (1.16 g, 5.32 mmol). The reaction mixture was stirred at 298.15 K for 2 h. Colourless crystals were obtained from a hexane/dichloromethane solvent mixture (4:1) (1.15 g, 83%).
Refinement
All non-hydrogen atoms were refined anisotropically. H atoms were placed geometrically [C-H = 0.95 -0.99 Å; with U iso (H) = 1.2 -1.5U eq (C)] and constrained to ride on their parent atoms. The site-occupancy factors of the disordered thiophene moieties were initially set to 0.5 and then refined, leading to an occupancy of 0.9021 (19) and 0.0979 (19)(2) for the major and minor components, respectively. Bond lengths for the thiophene and phenyl moieties were restrained using the SHELXL SADI command (s.u. = 0.002 Å). Atom displacement parameters for overlaping atoms of the disordered models were constrained using EADP.
Computing details
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009) (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001; Atwood & Barbour, 2003) ; software used to prepare material for publication: X-SEED (Barbour, 2001; Atwood & Barbour, 2003) .
Figure 1
Molecular structure of the title compound with atom displacement ellipsoidsdrawn at the 50% probability level. 
